The structural NMR and X-ray studies of 6,6'-(Oxybis(4,1-phenylene))bis-(2-allylpyridazin-3(2H)-one), a bis-pyridazine derivative heterocycle, are reported in this study. Both 1 H-and 13 C-NMR confirm the proposed structure of compound. In order to establish unequivocally the structure of compound, the X-ray data analysis was performed. The compound crystallizes in the triclinic P-1(2) space group with a = 10.3699(7) Å, b = 10.6972(6) Å, c = 11.0449(4) Å, α = 87.941(5)°, β = 75.564(5)°, γ = 72.055(5)°, V= 1127.68 (12) Å 3 and Z = 2. Molecular and crystal packing parameters for the novel heterocyclic system were obtained from intensity data collected at room temperature. The two phenyl rings (from the diphenyl ether moiety) are perpendicular one to each other and, on its turn, each phenyl ring is almost coplanar with the pyridazine ring.
Introduction
During the last decades synthesis of new 6-membered ring nitrogen heterocycles became a permanent interest of chemists, not only because of their applications but also because of the beauty of synthesis itself. [1] [2] [3] [4] [5] [6] [7] [8] [9] [10] It was previous described in the literature that 6-membered ring nitrogen heterocycles possess a large variety of applications in very different fields, such us medicinal chemistry (antibacterial and antifungal, antituberculosis, anticancer, etc.), [11] [12] [13] [14] [15] [16] [17] [18] [19] [20] opto-electronics (highly fluorescent derivatives, compounds with liquid crystal and ionic liquids properties and semiconductors) [21] [22] [23] [24] [25] [26] [27] and agriculture (herbicidal activity and grow up factor for plants). 28 To continue our research in the field of 1,2 diazines, the structure of 6,6'-(Oxybis(4,1-phenylene))bis-(2-allylpyridazin-3(2H)-one) was investigated by NMR and X-ray studies.
Results and discussions
In order to obtain the N-allyl-bis-pyridazinone 2, a straightforward and efficient setup procedure was used: the direct N-alkylation reaction of bis-pyridazinone 1 with allyl bromide, Scheme 1. 
bis-(2-allylpyridazin-3(2H)-one).
Full details concerning the synthesis of the bis-pyridazine derivative heterocycle, 2, could be found elsewhere. 16 The NMR spectra of 2 confirm the proposed structure. (C 2' ). All the remaining signals from NMR spectra are in accordance with the proposed structure.
In order to establish unequivocally the structure of the bis-pyridazine derivative heterocycle 2, the X-ray data analysis was performed. Yellow needles crystals of compound 2 were obtained by crystallization from methanol. The X-ray structure of the title compound with the atom numbering scheme is shown in Figure 1 .
The crystal structure and refinement data are summarized in Table 1 .
The H atoms were positioned geometrically and refined using a riding model with C-H distances of 0.95 -0.99 Å, and with Uiso(H) = 1.2 Ueq(C). Fractional atomic coordinates and equivalent isotropic displacement parameters are given in Table 2 . Table 3 and Table 4 list the bond lengths, bond angles and torsion angles for compound 2. The data from Table 3 and 4 (especially the torsion angles) and the H1BA C1B C1C C1 169 (10) H1BA C1B C1C H1C -11 (10) H1BB C1B C1C C1 -13 (9) H1BB C1B C1C H1C 167(9)
Experimental
All the reagents and solvents employed were of the best grade available and were used without further purification. Melting points were determined using an electrothermal apparatus (MELTEMP II) and are uncorrected. The NMR spectra were recorded on a Bruker Avance III 500
MHz spectrometer operating at 500 MHz for Table 1 . CCDC contains the supplementary crystallographic data for this paper.
Data processing and refinement
Using Olex2 [1] , the structure was solved with the ShelXS structure solution program using Direct Methods and refined with the ShelXL refinement package using Least Squares minimisation.
Data collection: CrysAlisPro, Agilent Technologies, Version 1.171.36.28. 
6,6'-(Oxybis(4,1-phenylene))bis-(2-allylpyridazin-3(2H)-one) (2):

Conclusions
Herein we report a feasible study concerning the structure of 6,6'-(oxybis(4,1-phenylene))bis-(2-allylpyridazin-3(2H)-one). The NMR (both H-and C-) as well as the X-ray study confirm unambiguously the structure of compound. The compound crystallizes in the triclinic P-1(2) space group with a = 10.3699 ( 
